Supplementary Information
These four vectors are defined by the middle points of the distances between alpha carbons of residues labelled at points p1, p2, p3 (θ1) and q1, q2, q3, q4 (θ2). b Variation of the angles θ1 and θ2 in the apoform of CD1d and in its complexes with α-GalCer and PHS at pH 7 and pH 4.5 (plots smoothed with Savitzky-Golay filtering). two orientations A and B inside the hydrophobic tunnel-like cavity of the allergen (Ref. 34 in the main text). Two arginine residues at one end of the tunnel are depicted for reference. The right view is obtained from the left view upon a 180 o rotation around a vertical axis in both orientations. The PBEP mapped onto the protein surface is shown for all the structures displayed in the top row. b. Geometries of the CD1d-Pru p 3 complex with proper location of the allergen on top of the CD1d portal obtained among the 10 best solutions of protein-protein blind docking calculations with the four methods indicated. The number of these geometries drawn in the figure is: 9 in ClusPro, 8 in pyDock, 10 in ZDOCK, and 10 in RosettaDock. c. Initial structures selected for exploratory 20 ns MD simulations of the CD1d-Pru p 3 complex in the absence (Cp1A and CZ1B) and in the presence (CC5A and CC0B) of the ligand of Pru p 3. The last letter in these four labels refer to the relative orientation of Pru p 3 with respect to CD1d (the same arginine residues depicted in a. are also shown for reference). d. RMSD of both proteins computed with backbone atoms in the complexes indicated in c. obtained in the exploratory MD simulations at pH 7 and pH 4.5. e. Change along these exploratory MD simulations of the cavity volumes (left panel) and groove portal distance (right panel) in CD1d at pH 7 (plots at pH 4.5 are rather similar and have been omitted).
